Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.038; wR factor = 0.105; data-to-parameter ratio = 12.3. organic compounds o2622 Shaheen et al.
The title compound, C 13 H 10 N 2 O 4 , crystallized as the zwitterionic tautomer. As a result, the phenolate C-O À bond [1.296 (2) Å ] is shorter than a normal Csp 2 -O(H) bond, and the azomethine C N bond [1.314 (2) Å ] is longer than a normal C N double bond. The molecule is nearly planar, the mean plane of the nitro-substituted benzene ring forming dihedral angles of 9.83 (7) and 8. 45 (9) with the other benzene ring and with the nitro group, respectively. The molecular conformation is stabilized by an intramolecular N-HÁ Á ÁO hydrogen bond. In the crystal, strong O-HÁ Á ÁO hydrogen bonds link the molecules into double-stranded chains along the b-axis direction. Within the chains there are interactions involving the benzene rings of adjacent molecules [centroid-centroid distance = 3.669 (1) Å ]. The chains are linked via C-HÁ Á ÁO hydrogen bonds, forming R 2 1 (6), R 2 1 (7) and R 2 2 (10) ring motifs.
Related literature
For related structures, see: Yeap et al. (1992) ; Hijji et al. (2009) . For graph-set analysis of hydrogen bonds, see: Bernstein et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 3 2 ; y þ 1 2 ; Àz þ 1 2 ; (ii) Àx þ 1 2 ; Ày þ 1 2 ; Àz; (iii) x À 1 2 ; y À 3 2 ; z.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009 ); software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON.
Figure 1
Molecular structure of the title compound with the atom-numbering scheme. The thermal ellipsoids are drawn at the 50% probability level.
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Figure 2
The packing diagram showing the chains along the [010] direction and various ring motifs. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.13 e Å −3 Δρ min = −0.15 e Å −3 Special details Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell e.s.d.'s are taken into account in the estimation of distances, angles and torsion angles Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
5-Hydroxy-2-{(E)-[(3-nitrophenyl)iminio]methyl}phenolate

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.15456 (11 Symmetry codes: (i) −x+3/2, y+1/2, −z+1/2; (ii) −x+1/2, −y+1/2, −z; (iii) x−1/2, y−3/2, z.
